Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.005 Å; R factor = 0.076; wR factor = 0.134; data-to-parameter ratio = 12.6.
In the distorted W-shaped molecule of the title compound, C 17 H 12 N 6 O 3 S 2 , a twofold axis passes through the carbonyl group. The molecules stack in the crystal throughinteractions [centroid-centroid distance = 3.883 Å ] and weak C-HÁ Á ÁN hydrogen-bonding interactions, forming a threedimensional architecture.
Related literature
For the use of oxadiazole-containing compounds with symmetrical or asymmetrical structures in coordination chemistry, see: Du et al. (2006); Fang et al. (2002) ; Wu et al. (2010) ; Ye et al. (2007) . For a similar propanone-bridged dithioether compound, see: Wu et al. (2005) .
Experimental
Crystal data 
Data collection
Siemens SMART CCD diffractometer Absorption correction: multi-scan (SADABS; Sheldrick, 1996) T min = 0.913, T max = 1.000 8929 measured reflections 1607 independent reflections 1448 reflections with I > 2(I) R int = 0.050 Refinement R[F 2 > 2(F 2 )] = 0.076 wR(F 2 ) = 0.134 S = 1.24 1607 reflections 128 parameters H-atom parameters constrained Á max = 0.33 e Å À3 Á min = À0.21 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). 
Data collection: SMART (Siemens, 1996) ; cell refinement: SAINT (Siemens, 1994) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: SHELXL97. prepared and especially used in coordination chemistry (Du et al., 2006; Fang, et al., 2002; Ye, et al., 2007; Wu, et al., 2010) . We herein describe the structure of the title compound, (I), which is a new oxadiazole-containing thioethers ligand with a propan-2-one moiety at the linkage.
In (I), there is a twofold rotation axis passing through the C1-O1 carbonyl group of the propanone moiety ( Fig. 1 ). Two 5-(pyridin-2-yl)-1,3,4-oxadiazole-2-thio groups are oriented anti to bind the propanone moiety, and thus form the compound (I) with a distorted "W-shaped" configuration, being similar to another propanone-bridged dithioether compound ( Wu, et al., 2005) . The S1 atom deviates from the least-squares plane of C2/C2 i /C1/O1 by 0.387 (7) Å [(i) 1 -x, y, -z + 1/2]. The dihedral angle of pyridin-2-yl and oxadiazole group is 2.8 (1)°, indicating that pyridin-2-yl and oxadiazole group are almost coplanar in 5-(pyridin-2-yl)-1,3,4-oxadiazole-2-thio group.The dihedral angle of two 5-(pyridin-2-yl)-1,3,4-oxadiazole-2thio is 68.8 (1)°, while that of the propanone moiety and the pyrimidine ring is 70.7 (1)°. Notably, the molecules stack in the crystal lattice through intermolecular π-π interactions of pyridyl and oxadiazole groups with center-to-center distance of 3.883 Å and weaker C-H···N hydrogen-bonding interactions to form a three-dimensional architecture (Fig. 2) .
Experimental
Sodium methylate (0.540 g, 10 mmol) and 5-(2-pyridyl)-2-mercapto-1,3,4-oxadiazole (1.79 g, 10 mmol) were vigorously stirred in MeOH (50 ml) for 1 h, before quantitative 1,3-dichloro-2-propanone (0.635 g, 5 mmol) was added. The resulting solution was heated at 373 K for 12 h and then filtered after cooled to room temperature. Removal of the solvent from the yellow filtrate created yellow powder which was washed with water and recrystallized from methanol to produce yellow crystals of (I) (yield 2.572 g, 64%; m.p. 174-175 °C). Slow evaporation of methanol solution of (I) for two weeks created block yellow crystals suitable for X-ray diffraction.
Refinement
All H atoms were positioned geometrically and constrained to ride on their parent atoms. Fig. 1 . Perspective view of (I) with atom numbering scheme. Atom displacement ellipsoids are shown at 30% probability level. Symmetry codes, as in Table 1. supplementary materials sup-2 Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Figures
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq S1 0.19304 (8) sup-5 C4-O2-C3-S1 −178.8 (2) N3-C5-C6-C7 0.4 (6) C2-S1-C3-N1 −0.5 (4) C4-C5-C6-C7 179.4 (3) C2-S1-C3-O2 178.3 (3) C5-C6-C7-C8 0.9 (6) N1-N2-C4-O2 0.5 (4) C6-C7-C8-C9 −0.8 (6) N1-N2-C4-C5 −179.8 (3) C5-N3-C9-C8 1.7 (6) C3-O2-C4-N2 −0.4 (4) C7-C8-C9-N3 −0.5 (7) Symmetry codes: (i) −x, y, −z+1/2. 
Hydrogen

